: HOMO and LUMO orbital energies (in eV) , ionization potentials I and electron affinities A (in eV), and global electronegativity χ, total hardness η, global electrophilicity ω, electrodonating power (ω − ), electroaccepting power (ω + ), and net electrophilicity ∆ω ± of Acetaldehyde, Acetol, Acetone, Arabinose, Glucose, d-Glyceraldehyde, Glyoxal, l-Glyceraldehyde, Methylglyoxal and Ribose calculated with the M11 density functional and the Def2TZVP basis set using water as solvent simulated with the SMD parametrization of the IEF-PCM model. The upper part of the table shows the results derived assuming the validity of KID procedure and the lower part shows the results derived from the calculated vertical I and A.
Property
HOMO Table S2A : HOMO and LUMO orbital energies (in eV) , ionization potentials I and electron affinities A (in eV), and global electronegativity χ, total hardness η, global electrophilicity ω, electrodonating power (ω − ), electroaccepting power (ω + ), and net electrophilicity ∆ω ± of Acetaldehyde, Acetol, Acetone, Arabinose, Glucose, d-Glyceraldehyde, Glyoxal, l-Glyceraldehyde, Methylglyoxal and Ribose calculated with the M11L density functional and the Def2TZVP basis set using water as solvent simulated with the SMD parametrization of the IEF-PCM model. The upper part of the table shows the results derived assuming the validity of KID procedure and the lower part shows the results derived from the calculated vertical I and A.
HOMO Table S3A : HOMO and LUMO orbital energies (in eV), ionization potentials I and electron affinities A (in eV), and global electronegativity χ, total hardness η, global electrophilicity ω, electrodonating power (ω − ), electroaccepting power (ω + ), and net electrophilicity ∆ω ± of Acetaldehyde, Acetol, Acetone, Arabinose, Glucose, d-Glyceraldehyde, Glyoxal, l-Glyceraldehyde, Methylglyoxal and Ribose calculated with the MN12L density functional and the Def2TZVP basis set using water as solvent simulated with the SMD parametrization of the IEF-PCM model. The upper part of the table shows the results derived assuming the validity of KID procedure and the lower part shows the results derived from the calculated vertical I and A. Table S4A : HOMO and LUMO orbital energies (in eV), ionization potentials I and electron affinities A (in eV), and global electronegativity χ, total hardness η, global electrophilicity ω, electrodonating power (ω − ), electroaccepting power (ω + ), and net electrophilicity ∆ω ± of Acetaldehyde, Acetol, Acetone, Arabinose, Glucose, d-Glyceraldehyde, Glyoxal, l-Glyceraldehyde, Methylglyoxal and Ribose calculated with the MN12SX density functional and the Def2TZVP basis set using water as solvent simulated with the SMD parametrization of the IEF-PCM model. The upper part of the table shows the results derived assuming the validity of KID procedure and the lower part shows the results derived from the calculated vertical I and A.
HOMO Table S5A : HOMO and LUMO orbital energies (in eV), ionization potentials I and electron affinities A (in eV), and global electronegativity χ, total hardness η, global electrophilicity ω, electrodonating power (ω − ), electroaccepting power (ω + ), and net electrophilicity ∆ω ± of Acetaldehyde, Acetol, Acetone, Arabinose, Glucose, d-Glyceraldehyde, Glyoxal, l-Glyceraldehyde, Methylglyoxal and Ribose calculated with the N12 density functional and the Def2TZVP basis set using water as solvent simulated with the SMD parametrization of the IEF-PCM model. The upper part of the table shows the results derived assuming the validity of KID procedure and the lower part shows the results derived from the calculated vertical I and A.
HOMO Table S6A : HOMO and LUMO orbital energies (in eV), ionization potentials I and electron affinities A (in eV), and global electronegativity χ, total hardness η, global electrophilicity ω, electrodonating power (ω − ), electroaccepting power (ω + ), and net electrophilicity ∆ω ± of Acetaldehyde, Acetol, Acetone, Arabinose, Glucose, d-Glyceraldehyde, Glyoxal, l-Glyceraldehyde, Methylglyoxal and Ribose calculated with the N12SX density functional and the Def2TZVP basis set using water as solvent simulated with the SMD parametrization of the IEF-PCM model. The upper part of the table shows the results derived assuming the validity of KID procedure and the lower part shows the results derived from the calculated vertical I and A.
HOMO Table S7A : HOMO and LUMO orbital energies (in eV) , ionization potentials I and electron affinities A (in eV), and global electronegativity χ, total hardness η, global electrophilicity ω, electrodonating power (ω − ), electroaccepting power (ω + ), and net electrophilicity ∆ω ± of Acetaldehyde, Acetol, Acetone, Arabinose, Glucose, d-Glyceraldehyde, Glyoxal, l-Glyceraldehyde, Methylglyoxal and Ribose calculated with the SOGGA11 density functional and the Def2TZVP basis set using water as solvent simulated with the SMD parametrization of the IEF-PCM model. The upper part of the table shows the results derived assuming the validity of KID procedure and the lower part shows the results derived from the calculated vertical I and A. Table S8A : HOMO and LUMO orbital energies (in eV), ionization potentials I and electron affinities A (in eV), and global electronegativity χ, total hardness η, global electrophilicity ω, electrodonating power (ω − ), electroaccepting power (ω + ), and net electrophilicity ∆ω ± of Acetaldehyde, Acetol, Acetone, Arabinose, Glucose, d-Glyceraldehyde, Glyoxal, l-Glyceraldehyde, Methylglyoxal and Ribose calculated with the SOGGA11X density functional and the Def2TZVP basis set using water as solvent simulated with the SMD parametrization of the IEF-PCM model. The upper part of the table shows the results derived assuming the validity of KID procedure and the lower part shows the results derived from the calculated vertical I and A.
HOMO 
